. Configurations of the optimal Au4-7 clusters on D10~D80. With decreasing of the curvature (from D10 to D80), Au4 always stands on the substrates while Au5-7 gradually transform from the standing mode to the lying mode, which are determined by the competition of chemisorption and physisorption.
Supplementary Table S1. Adsorption energy of gold clusters on D10~D80. The vdW interactions contribution (Ead,MBD) and PBE contribution (Ead,PBE) to adsorption energies are also shown separately. -l and -s indicate the lying and standing modes respectively. ΔEad,MBD is defined as Ead, MBD(lying) -Ead,MBD(standing) Supplementary Figure 
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-0.11 -0.10 -0.11 -0.12 -0.11 -0.12 -0.14 -0.11 -0.13 -0.15 -0.13 -0.11 -0.14 O2 -0.11 -0.07 -0.08 -0.12 -0.13 -0.12 -0.14 -0.12 -0.14 -0.15 -0.14 -0.11 -0.14 Supplementary Figure For the electron density difference, blue-green (red) indicates the deletion (accumulation) of electron density. 
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